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FILE 'REGISTRY' ENTERED AT 11:12:56 ON 18 OCT 2011 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2011 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 17 OCT 2011 HIGHEST RN 1337015-67-4 
DICTIONARY FILE UPDATES: 17 OCT 2011 HIGHEST RN 1337015-67-4 

CAS Information Use Policies apply and are available at: 

http: //ww» . . . . js j J i i i v.y. html 

TSCA INFORMATION NOW CURRENT THROUGH June 24, 2011. 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

REGISTRY includes numerically searchable data for experimental and 
predicted properties as well as tags indicating availability of 
experimental property data in the original document. For information 
on property searching in REGISTRY, refer to: 

http : / /www . cas . org/ suppori , 1 n i • ■ , ii m 

=> file zcaplus 

FILE ' ZCAPLUS ' ENTERED AT 11:12:58 ON 18 OCT 2011 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2011 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS is 
strictly prohibited. 

FILE COVERS 1907 - 18 Oct 2011 VOL 155 ISS 17 

FILE LAST UPDATED: 17 Oct 2011 (20111017/ED) 

REVISED CLASS FIELDS (/NCL) LAST RELOADED: Aug 2011 

USPTO MANUAL OF CLASSIFICATIONS THESAURUS ISSUE DATE: Aug 2011 

ZCAplus now includes complete International Patent Classification (IPC) 
reclassification data for the second quarter of 2011. 

CAS Information Use Policies apply and are available at: 
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http : 

This file contains CAS Registry Numbers for easy and accurate 
substance identification. 



=> d stat que L37 

L32 120 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=0N CHAPOY L?/AU,AUTH 

L33 32 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON DOMSCHKE A?/AU,AUTH 

L34 19268 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON SMITH D?/AU,AUTH 

L35 2 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON L32 AND (L33 OR L34) 

L36 4 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON L33 AND L34 

L37 5 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON (L35 OR L36) 

=> d stat que L41 

L14 2 SEA FILE=REGISTRY SPE=ON ABB=ON PLU=ON GLUCOSE/CN 

L15 699325 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON L14 OR 7GLUCOS? 

L16 325389 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON 7SACCHARID? 

LI 7 49 0 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON 70PTHALM? 

L18 32416 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON 70PHTHALM? 

L19 166464 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON EYE 

L20 717477 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON 7FLUORESC? 

L21 1438953 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON OPTIC? 

L22 444462 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON SENSOR? 

L23 25592 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON OCULAR? 

L24 7970 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON CONTACT LEN? 

L26 125187 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON SENSING? 

L29 411686 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON SUGAR? 

L32 12 0 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON CHAPOY L?/AU,AUTH 

L33 32 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON DOMSCHKE A?/AU,AUTH 

L34 19268 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON SMITH D?/AU,AUTH 

L38 716 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON (L32 OR L33 OR L34) 

AND (L15 OR L16 OR L29) 

L39 56 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON L38 AND ( (L17 OR L18 

OR L19 OR L20 OR L21 OR L22 OR L23 OR L24) OR L26) 

L41 4 SEA FILE=ZCAPLUS SPE=ON ABB=ON PLU=ON L39 AND ?BORO? 

=> s L37 or L41 

L48 7 L37 OR L41 



=> file medline embase biosis wpix 

FILE 'MEDLINE' ENTERED AT 11:13:17 ON 18 OCT 2011 

FILE 'EMBASE' ENTERED AT 11:13:17 ON 18 OCT 2011 
Copyright (c) 2011 Elsevier B.V. All rights reserved. 

FILE 'BIOSIS' ENTERED AT 11:13:17 ON 18 OCT 2011 
Copyright (c) 2011 The Thomson Corporation 

FILE 'WPIX' ENTERED AT 11:13:17 ON 18 OCT 2011 
COPYRIGHT (C) 2011 THOMSON REUTERS 

=> d stat que L45 
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L32 


120 


SEA 


FILE=ZCAPLUS SPE=ON 


ABB=ON 


PLU=ON 


CHAPOY L?/AU,AUTH 


L33 


32 


SEA 


FILE=ZCAPLUS SPE=ON 


ABB=ON 


PLU=ON 


DOMSCHKE A?/AU,AUTH 


L34 


19268 


SEA 


FILE=ZCAPLUS SPE=ON 


ABB=ON 


PLU=ON 


SMITH D?/AU,AUTH 


L43 


2007 


SEA 


(L32 OR L33 OR L34) 


AND (7GLUCOS? OR 


7SACCHARID? OR SUGAR) 


L45 


11 


SEA 


L43 AND ?BORO? 








=> d 


stat que L46 










L17 


490 


SEA 


FILE=ZCAPLUS SPE=ON 


ABB=ON 


PLU=ON 


70PTHALM? 


L18 


32416 


SEA 


FILE=ZCAPLUS SPE=ON 


ABB=ON 


PLU=ON 


70PHTHALM? 


L19 


166464 


SEA 


FILE=ZCAPLUS SPE=ON 


ABB=ON 


PLU=ON 


EYE 




717477 


SEA 


FILE=ZCAPLUS SPE=ON 


ABB=ON 


PLU=ON 


7FLUORESC? 


L21 


1438953 


SEA 


FILE=ZCAPLUS SPE=ON 


ABB=ON 


PLU=ON 




L22 


444462 


SEA 


FILE=ZCAPLUS SPE=ON 


ABB=ON 


PLU=ON 


SENSOR? 


L23 


25592 


SEA 


FILE=ZCAPLUS SPE=ON 


ABB=ON 


PLU=ON 


OCULAR? 


L24 


7970 


SEA 


FILE=ZCAPLUS SPE=ON 


ABB=ON 


PLU=ON 


CONTACT LEN? 




125187 


SEA 


FILE=ZCAPLUS SPE=ON 


ABB=ON 


PLU=ON 


SENSING? 


L32 


120 


SEA 


FILE=ZCAPLUS SPE=ON 


ABB=ON 


PLU=ON 


CHAPOY L?/AU,AUTH 


L33 


32 


SEA 


FILE=ZCAPLUS SPE=ON 


ABB=ON 


PLU=ON 


DOMSCHKE A?/AU,AUTH 




19268 


SEA 


F I LE=ZCAPLUS SPE=011 


ABB=ON 


PLU=ON 


SMITH D?/AU,AUTH 


L43 


2007 


SEA 


(L32 OR L33 OR L34) 


AND (7GLUCOS? OR 


?SACCHARID? OR SUGAR) 


L44 


159 


SEA 


L43 AND ( (L17 OR LIE 


i OR L19 


OR L20 OR L21 OR L22 OR L23 OR 






L24) 


OR L26) 








L4b 


11 


SEA 


L43 AND ?BORO? 








L46 


9 


SEA 


L4 4 AND L45 








=> d 


stat que L47 












120 


SEA 


FILE=ZCAPLUS SPE=ON 


ABB=ON 


PLU=ON 


CHAPOY L?/AU,AUTH 


L33 


32 


SEA 


FILE=ZCAPLUS SPE=ON 


ABB=ON 


PLU=ON 


DOMSCHKE A?/AU,AUTH 




19268 


SEA 


FILE=ZCAPLUS SPE=ON 


ABB=ON 


PLU=ON 


SMITH D?/AU,AUTH 


L35 


2 


SEA 


FILE=ZCAPLUS SPE=ON 


ABB=ON 


PLU=ON 


L32 AND (L33 OR L34) 


L36 


4 


SEA 


FILE=ZCAPLUS SPE=ON 


ABB=ON 


PLU=ON 


L33 AND L34 


L37 


5 


SEA 


FILE=ZCAPLUS SPE=ON 


ABB=ON 


PLU=ON 


(L35 OR L36) 


L47 


7 


SEA 


L37 








=> s 


L45-147 












L49 


14 


(L45 


OR L46 OR L47) 









=> dup rem 148 L49 

FILE 'ZCAPLUS' ENTERED AT 11:13:39 ON 18 OCT 2011 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2011 AMERICAN CHEMICAL SOCIETY (ACS) 

FILE 'MEDLINE' ENTERED AT 11:13:39 ON 18 OCT 2011 

FILE 'EMBASE' ENTERED AT 11:13:39 ON 18 OCT 2011 
Copyright (c) 2011 Elsevier B.V. All rights reserved. 

FILE 'BIOSIS' ENTERED AT 11:13:39 ON 18 OCT 2011 
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Copyright (c) 2011 The Thomson Corporation 

FILE 'WPIX' ENTERED AT 11:13:39 ON 18 OCT 2011 
COPYRIGHT (C) 2011 THOMSON REUTERS 
PROCESSING COMPLETED FOR L48 
PROCESSING COMPLETED FOR L49 

L50 12 DUP REM L48 L49 (9 DUPLICATES REMOVED) 

ANSWERS '1-7' FROM FILE ZCAPLUS 
ANSWERS '8-9' FROM FILE MEDLINE 
ANSWER '10' FROM FILE BIOSIS 
ANSWERS '11-12' FROM FILE WPIX 



=> d iall L50 1-10; d iall hit L50 11-12 



L50 ANSWER 1 OF 12 ZCAPLUS COPYRIGHT 2011 ACS on STN DUPLICATE 1 



ACCESSION NUMBER: 
DOCUMENT NUMBER: 
ENTRY DATE: 
TITLE: 

INVENTOR (S) : 



PATENT ASSIGNEE (S) : 
SOURCE: 

DOCUMENT TYPE: 
LANGUAGE : 
CLASSIFICATION: 

FAMILY ACC. NUM. COUNT: 
PATENT INFORMATION: 



2010:784810 ZCAPLUS Full-text 
153:118116 

Entered STN: 25 Jun 2010 

Method for making silicone hydrogel contact lenses 
Chang, Frank; Vogt, Juergen; Pruitt, John Dallas; 
Qian, Xinming; Smith Dawn .5* ; 1 
Maria; Holland, Troy Vernon 

Novartis AG, Switz.; Turek, Richard Charles; Wu, 
Daqing 

PCT Int. Appl., 46pp. 
CODEN: PIXXD2 
Patent 
English 

38-3 (Plastics Fabrication and Uses) 
Section cross-reference ( s ) : 63 



PATENT NO. KIND DATE APPLICATION NO. DATE 



WO 


2010071691 




Al 




201C 


)0624 




WO 


2009- 


US47428 




20090616 




W: AE, 


AG, 


AL, 


AM, 


AO, 


AT, 


AU, 


AZ, 


BA 


, BB, 


BG, 


BH, 


BR, 


BW, 


BY, BZ, 




CA, 


CH, 


CL, 


CN, 


CO, 


CR, 


CU, 


CZ, 


DE 


, DK, 


DM, 


DO, 


DZ, 


EC, 


EE, EG, 




ES, 


FI, 


GB, 


GD, 


GE, 


GH, 


GM, 


GT, 


HN 


, HR, 


HU, 


ID, 


IL, 


IN, 


IS, JP, 




KE, 


KG, 


KM, 


KN, 


KP, 


KR, 


KZ, 


LA, 


LC 


, LK, 


LR, 


LS, 


LT, 


LU, 


LY, MA, 




MD, 


ME, 


MG, 


MK, 


MM, 


MW, 


MX, 


MY, 


MZ 


, NA, 


NG, 


NI, 


NO, 


NZ, 


OM, PE, 




PG, 


PH, 


PL, 


PT, 


RO, 


RS, 


RU, 


SC, 


SD 


, SE, 


SG, 


SK, 


SL, 


SM, 


ST, SV, 




SY, 


TJ, 


TM, 


TN, 


TR, 


TT, 


TZ, 


UA, 


UG 


, US, 


UZ, 


VC, 


VN, 


ZA, 


ZM, ZW 




RW: AT, 


BE, 


BG, 


CH, 


CY, 


CZ, 


DE, 


DK, 


EE 


, ES, 


FI, 


FR, 


GB, 


GR, 


HR, HU, 




IE, 


IS, 


IT, 


LT, 


LU, 


LV, 


MC, 


MK, 


MT 


, NL, 


NO, 


PL, 


PT, 


RO, 


SE, SI, 




SK, 


TR, 


BF, 


BJ, 


CF, 


CG, 


CI, 


CM, 


GA 


, GN, 


GQ, 


GW, 


ML, 


MR, 


NE, SN, 




TD, 


TG, 


BW, 


GH, 


GM, 


KE, 


LS, 


MW, 


MZ 


, NA, 


SD, 


SL, 


SZ, 


TZ, 


UG, ZM, 




ZW, 


AM, 


AZ, 


BY, 


KG, 


KZ, 


MD, 


RU, 


TJ 


, TM 












us 


20090160074 




Al 




20090625 




US 


2008- 


■3169 


93 




20081218 


US 


7780879 






B2 




20100824 


















CA 


2747355 






Al 




20100624 




CA 


2009- 


■2747355 




20090616 


US 


20100258961 




Al 




20101014 




US . 


2009- 


■456364 




20090616 


KR 


2011105813 




A 




20110927 




KR 


2011- 


■7016544 




20090616 


EP 


2374031 






Al 




20111012 




EP 


2009- 


■789823 




20090616 
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R: AT, BE, BG, CH, CY, CZ, DE, DK, EE, ES, FI, FR, GB, GR, HR, HU, 

IE, IS, IT, LI, LT, LU, LV, MC, MK, MT, NL, NO, PL, PT, RO, SE, 
SI, SK, TR 

PRIORITY APPLN. INFO.: US 2008-316993 A 20081218 

US 2009-212623P P 20090414 

US 2007-8554P P 20071220 

WO 2009-US47428 W 20090616 

PATENT CLASSIFICATION CODES: 
PATENT NO. CLASS PATENT FAMILY CLASSIFICATION CODES 

WO 2010071691 IPCI G02B0001-04 [I, A] 
IPCR G02B0001-04 [I, A] 

ECLA G02B0001-04B2+C08L51/08S; G02B0001-04B2+C08L83/04 
US 20090160074 IPCI B29D0011-00 [I, A]; C08F0002-46 [I, A]; B29D0011-00 
[I, A]; G02B0001-12 [I, A]; B29C0035-08 [I, A]; 
B29C0033-60 [I, A]; C08J0005-00 [I, A]; A61K0006-083 
[If A] 

IPCR B29D0011-00 [I, A]; C08F0002-46 [I, A]; A61K0006-083 
[I, A]; B29C0033-60 [I, A]; B29C0035-08 [I, A]; 
C08J0005-00 [I, A]; G02B0001-12 [I, A] 
NCL 264/001.360; 264/001.100; 522/076.000; 264/002.600; 

264/300.000; 264/319.000; 264/331.130; 264/496.000 
ECLA G02B0001-04B2; B29C0033-60 
CA 2747355 IPCI G02B0001-04 [I, A] 

ECLA G02B0001-04B2+C08L51/08S; G02B0001-04B2+C08L83/04 
US 20100258961 IPCI B29D0011-00 [I, A]; C08F0002-50 [I, A]; G02C0007-04 [N, A] 
IPCR B29D0011-00 [I, A]; C08F0002-50 [I, A]; G02C0007-04 [N, A] 
NCL 264/001.380; 351/160 . 000H; 522/099.000 
ECLA G02B0001-04B2+C08L51/08S; G02B0001-04B2+C08L83/04 
KR 2011105813 IPCI B29D0011-00 [I, A]; C08G0077-26 [I, A]; C08J0005-00 [I, A] 
EP 2374031 IPCI G02B0001-04 [I, A] 

ASSIGNMENT HISTORY FOR US PATENT AVAILABLE IN LSUS DISPLAY FORMAT 
ABSTRACT: 

A method for producing silicone hydrogel contact lenses comprises: providing a 
mold for making a soft contact lens, wherein the mold has a first mold half 
with a first molding surface defining the anterior surface of a contact lens 
and a second mold half with a second molding surface defining the posterior 
surface of the contact lens, wherein said first and second mold halves are 
configured to receive each other such that a cavity is formed between said 
first and second molding surfaces; introduce a monomer mixture of lens-forming 
materials into the cavity, wherein the monomer mixture comprises at least one 
hydrophilic amide-type vinylic monomer, at least one siloxane-containing 
(meth) acrylamide monomer, at least one polysiloxane vinylic monomer or 
macromer, and from about 0.05-1.5% of a photoinitiator , wherein the lens 
forming material is characterized by having an ability to be cured by a UV 
light having an UV-intensity of about 4.1 mW/cm2 within about 100 s; and 
irradiating, under a spatial limitation of actinic radiation, the lens-forming 
material in the mold for a time period of about 120 s or less, so as to 
crosslink the lens-forming material to form the silicone hydrogel contact lens, 
wherein the produced contact lens comprises an anterior surface defined by the 
first molding surface, an opposite posterior surface defined by the second 
molding surface, and a lens edge defined by the spatial limitation of actinic 
radiation . 
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silicone hydrogel contact lens 
Polysiloxanes 

ROLE: TEM (Technical or engineered material use); THU 
(Therapeutic use); BIOL (Biological study); USES (Uses) 

(hydrogel; method for making silicone hydrogel contact 

lenses ) 
Contact lenses 

(method for making silicone hydrogel contact lenses) 
Polymerization 

(photopolymn . ; method for making silicone hydrogel 

contact lenses) 
Hydrogels 

(silicone; method for making silicone hydrogel contact 
lenses ) 

319 0 0-57-9DP, Polydimethylsiloxane, 
bis (3-acrylamidopropyl) -terminated 

ROLE: IMF ( Industrial manufacture ) ; PREP (Preparation) 
(assumed monomer; method for making silicone hydrogel 
contact lenses) 

319 0 0-57-9DP, Polydimethylsiloxane, 

bis (2-hydroxyethoxypropyl) -terminated, reaction products 
with isophorone diisocyanate and 
isocyanatoethylmethacrylate, polymers 

ROLE: IMF (Industrial manufacture); TEM (Technical or 
engineered material use); THU (Therapeutic use); BIOL 
(Biological study); PREP (Preparation); USES (Uses) 

(assumed monomer; method for making silicone hydrogel 

contact lenses) 
319 0 0-57-9D, Polydimethylsiloxane, 
bis (3-aminopropyl) -terminated 

ROLE: RCT (Reactant); RACT (Reactant or reagent) 

(assumed monomer; method for making silicone hydrogel 
contact lenses) 
79-39-OD, Methacrylamide, polymers 107-58-4D, 
N-tert-Butylacrylamide, polymers 924-42-5D, 
N- (Hydroxymethyl ) acrylamide, polymers 1852-16-OD, 
N- (Butoxymethyl ) acrylamide, polymers 2210-24-4D, 
N-Phenylacrylamide, polymers 2210-25-5D, 
N-Isopropylacrylamide, polymers 2680-03-7D, 
N, N-Dimethylacrylamide, polymers 2873-97-4D, Diacetone 
acrylamide, polymers 5205-93-6D, 

N- [3- (Dimethylamino)propyl]methacrylamide, polymers 
6737-24-2D, 2-Acrylamidoglycolic acid, polymers 
6976-91-6D, N, N-Dimethylmethacrylamide, polymers 
7646-67-5D, N- ( 2-Hydroxyethyl ) acrylamide, polymers 
13749-61-6D, N-Isopropylmethacrylamide, polymers 
13880-05-2D, N- [Tris (hydroxymethyl ) methyl ] acrylamide, 
polymers 15214-89-8D, 

2-Acrylamido-2-methyl-l-propanesulf onic acid, polymers 
16669-59-3D, N- (Isobutoxymethyl) acrylamide, polymers 
44817-99-4D, polymers 45021-77-OD, 

( 3-Acrylamidopropyl ) trimethylammonium chloride, polymers 
95773-74-3D, polymers 115257-95-9D, polymers 
115258-10-1D, polymers 862097-64-1D, polymers 
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INDEX TERM: 



INDEX TERM: 



INDEX TERM: 



REFERENCE COUNT: 



REFERENCE (S) : 



862097-69-6D, polymers 
862097-72-1D, polymers 
862097-74-3D, polymers 
862097-76-5D, polymers 
862097-78-7D, polymers 
1232277-86-9D, polymers 
1232277-90-5D, polymers 
1232277-95-OD, polymers 



862097-65-2D, polymers 
862097-71-0D, polymers 
862097-73-2D, polymers 
862097-75-4D, polymers 
862097-77-6D, polymers 
1026932-25-1D, polymers 
1232277-88-1D, polymers 
1232277-92-7D, polymers 
1232277-97-2D, polymers 
ROLE: TEM (Technical or engineered material use); THU 
(Therapeutic use); BIOL (Biological study); USES (Uses) 

(hydrogels; method for making silicone hydrogel contact 

lenses ) 
362523-60-2P 

ROLE: IMF (Industrial manufacture); PREP (Preparation) 

(method for making silicone hydrogel contact lenses) 
4098-71-9DP, Isophorone diisocyanate, reaction products with 
Fomblin ZDOL and KF-6001 and 2-isocyanatoethyl methacrylate 
4098-71-9DP, Isophorone diisocyanate, reaction products with 
bis (2-hydroxyethoxypropyl) -polydimethylsiloxane and 
isocyanatoethylmethacrylate, polymers 17096-07-ODP, 
polymers 30674-80-7DP, 2-Isocyanatoethyl methacrylate, 
reaction products with Fomblin ZDOL and isophorone 
diisocyanate and KF-6001 30674-80-7DP, reaction products 
with bis (2-hydroxyethoxypropyl) -polydimethylsiloxane and 
isophorone diisocyanate, polymers 107852-51-7DP, Fomblin 
Z-DOL, reaction products with isophorone diisocyanate and 
KF-6001 and 2-isocyanatoethyl methacrylate 156327-07-ODP, 
KF-6001, reaction products with Fomblin ZDOL and isophorone 
diisocyanate and 2-isocyanatoethyl methacrylate 
156327-07-ODP, reaction products with isophorone 
diisocyanate and isocyanatoethylmethacrylate, polymers 
ROLE: IMF (Industrial manufacture); TEM (Technical or 
engineered material use) ; THU (Therapeutic use) ; BIOL 
(Biological study); PREP (Preparation); USES (Uses) 

(method for making silicone hydrogel contact lenses) 
814-68-6, Acryloyl chloride 97917-34-5 
ROLE: RCT (Reactant); RACT (Reactant or reagent) 

(method for making silicone hydrogel contact lenses) 
7 THERE ARE 7 CITED REFERENCES AVAILABLE FOR THIS 

RECORD. 

(1) Edmond, Q; WO 2006071479 Al 2006 ZCAPLUS 

(2) Johnson & Johnson Vision Prod; EP 0940447 A2 1999 

ZCAPLUS 

(3) Mueller Karl F; US 4605712 A 1986 ZCAPLUS 

(4) Nicolson Paul C; US 20070105973 Al 2007 ZCAPLUS 

(5) Novartis Ag; WO 2008008752 A2 2008 ZCAPLUS 

(6) Novartis Ag; WO 2009085902 Al 2009 ZCAPLUS 

(7) Phelan John C; US 20050237483 Al 2005 
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TITLE: 

INVENTOR (S) : 

PATENT ASSIGNEE (S) : 
SOURCE: 

DOCUMENT TYPE: 
LANGUAGE : 
CLASSIFICATION: 

FAMILY ACC. NUM. COUNT: 
PATENT INFORMATION: 



Silicone-containing polymeric materials with 
hydrolyzable groups 

Chang, Frank; Smith, Dawn A,; Medina, Arturo N. 

Quinn, Michael Hugh; Chapoy, L . Lawrence 

Novartis AG, Switz. 

U.S. Pat. Appl. Publ., 18 pp. 

CODEN: USXXCO 

Patent 

English 

38-3 (Plastics Fabrication and Uses) 
Section cross-reference ( s ) : 63 



PATENT NO. KIND DATE APPLICATION NO. DATE 
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ABSTRACT: 

A novel holog. sensor system capable of detecting dynamic changes in 

nc filtration has been developed. The hologram is recorded within a 
bio-compatible hydrogel matrix containing phenylboronic acid derivs. On binding 
glucose, the color of the hologram red-shifts to longer wavelengths as the 
hydrogel expands and this color change is used to quantify glucose concentration 
However, phenylboronic acids are non-selective and bind a wide variety of 
cis-diols. In blood, glucose is the only sugar found free at high concentration, 
while other sugars are typically found as part of glycoproteins and macromol. 
structures. Although glycoproteins have been shown to have no effect on the 
sensor, phexn/ 1 bo runic acids can bind lactate much more readily than 
glucose. We have designed two polymer hydrogel systems to increase the 
selectivity of the sensor for glucose over lactate. The first involved the 
use of high conens. of 3-acrylaa dophenj b< on:i acid (3-APB) while the 
second system utilized 2-acrylamido-5-£ luorophenyiboronic acid (5-F-2-MAPB) . 
Both systems displayed an increased selectivity to glucose over lactate at 
physiol. pH and ionic strength and could be deployed as selective holog. 
sensors for glucose detection in physiol. fluids. 
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NOVELTY - -ice (Dl) comprising a hologram-based sensor for 

monitoring an analyte level in ocular fluid, is new. 

DETAILED DESCRIPTION - INDEPENDENT CLAIMS are also included for: 
(1) a fluid composition for making a biocompatible sextsox- (CI) 
containing a reflection hologram comprising at least one prepolymer, 
optionally a vinylic monomer, a molecular sensing group associated the 
prepolymer or vinylic monomer. The sensing group can interact or react with an 
analyte of interest to provide an op- . 1 signal which is indicative of a 
change in at least one optical property of the reflection holograms; and 
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(2) making (SI) involving introducing crosslinkable and/or 
polymerizable fluid material (Ml) into a cavity formed by a mold, and 
producing and recording a pattern of interference fringes while 

polymerizing/crosslinking (Ml) in the cavity to form the biocompatible sensor, 
thereby recording the pattern the to form reflection hologram. The mold 

has a first mold half defining a first molding surface and a second mold half 
defining a second molding surface. The first and second mold half are 
configured to receive each other such that the cavity is formed between the 
surfaces . 

USE - The device is used for detecting/measuring an analyte (e.g. 
glucose) level in ocular fluid (claimed) . 

ADVANTAGE - Production of the biocompatible halographic sensor is cost 
effective. The device is biocompatible and stable over a long period of time. 
MANUAL CODE: CPI : A11-B01; A11-C02B; A12-V02A; A12-V03C2; B04-B04L; 
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TI Ophthalmic device useful for monitoring an analyte, e.g. glucose level 

in ocular fluid comprises a hologram-based sensor 
TT TT: OPHTHALMIC DEVICE USEFUL MONITOR ANALYTE SLUCOSE LEVEL OCUIAR 

FLUID COMPRISE HOLOGRAM BASED SENSE 
IN DOMSCHKE A; DOMSCKKE A M; XIAODONG H; ZHOU J; ZHOU J S ; HU X 
NOV NOVELTY - Ophthalmic device (Dl) comprising a hologram-based sensor 

for monitoring an analyte level in ocular fluid, is new. 
DETD DETAILED DESCRIPTION - INDEPENDENT CLAIMS are also included for: 

(1) a fluid composition for making a biocompatible sensor (SI) 
containing a reflection hologram comprising at least one prepolymer, 
optionally a vinylic monomer, a molecular sensing group associated the 
prepolymer or vinylic monomer. The sensing group can interact or react 
with an analyte of interest to provide an optical signal which is 
indicative of a change in at least one optical property of the 
reflection holograms; and 

(2) making (SI) involving introducing crosslinkable and/or 
polymerizable fluid material (Ml) into a cavity formed by a mold, and 
producing and recording a pattern of interference fringes while 
polymerizing/crosslinking (Ml) in the cavity to form the biocompatible 
sensor, thereby recording the pattern the sensor to form reflection 
hologram. The mold has a first mold half defining a first molding surface 
and a second mold half defining a second molding surface. The first and 
second mold half are configured to receive each other such that the cavity 
is formed between the surfaces. 

USE 

USE - The device is used for detecting/measuring an analyte (e.g. 
glucose) level in ocular fluid (claimed) . 
ADV ADVANTAGE - Production of the biocompatible halographic sensor is cost 
effective. The device is biocompatible and stable over a long period of 
time . 

TECH 

INSTRUMENTATION AND TESTING - Preferred Device: (Dl) is selected from 
contact lens, corneal onlay and implantable ophthalmic device 
(particularly implantable subconjunctival device). (Dl) comprises a 
reflection hologram-based sensor comprising (Ml) where a molecular 
serving group is incorporated. The group can interact or react with the 
analyte of interest to provide a signal which is indicative of a change in 
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at least one optical property of the reflection hologram. 

Preferred Components: (Ml) is a polymer obtainable by crosslinking and/or 
polymerizing a prepolymer selected from: a) a polyhydroxy compound having 
molecular weight of at least about 2000 and comprises poly(vinyl alcohol), 
of units of formulae (I), (II) and/or (III) (0.5 to - 80%); b) a vinyl 
group-terminated polyurethane which is obtained by reacting an 
isocyanate-capped polyurethane with an ethytenlcally unsaturated amine 
(preferably primary or secondary amine) or an ethylenlcally unsaturated 
monohydroxy compound. The isocyanate-capped polyurethane is a 
copolymerization product of at least one polyalkylene glycol, a compound 
containing at least 2 hydroxyl groups, and at least one compound with at 
least 2 isocyanate groups; or c) a derivative of a polyvinyl alcohol, 
polyethyleneimine or polyvinylamine containing polyvinyl alcohol, 
polyethyleneimine or polyvinylamine of the formula 
-(CH2-CH(-R4-C(0)C(Ra) (Rb) -NHC (0) -C (Rc) =CH2 ) )-(VI) and 

-(CH2CH2N(C(0)C(Ra) (Rb) -NHC (0) -C (Rc) =CH2 ) ) (VII) having average molecular 
weight 2000 - 1,000,000. 

(Ml) is a polymer obtainable by crosslinking and/or polymerizing a 
prepolymer selected from a crosslinkable polyacrylamide ; a crosslinkable 
statistical copolymer of a vinyllactam, methyl methacrylate and a 
comonomer, a crosslinkable copolymer of a vinyllactam, vinyl acetate and 
vinyl alcohol; a polyalkylene glycol polyether-polyester copolymer with 
crosslinkable side chain; a branched polyalkylene glycol-urethane 
prepolymer, a polyalkylene glyco/-tetra (meth) acrylate prepolymer; and a 
crosslinkable polyallylamlne gluconolactone prepolymer. 
(Ml) comprises a molecular sensing group that is obtainable by 
crosslinking and/or polymerizing the crosslinkable and/or polymerizable 
fluid material in an aqueous solution. The aqueous solution includes a low 
molecular weight additive (preferably sodium chloride) which exhibit a 
limited compatibility with a polymer matrix re-suited from the 
crosslinkable and/or polymerizable fluid material, but good compatibility 
with water. The additive is present in an amount sufficient to increase 
refractive index differences between high and low irradiated areas 
resulted from the pattern of interference fringes. The molecular sensing 
group is a phenyl boronic acid formula (IV) - (VI). (Ml) comprises a 
water soluble prepolymer obtained by reacting an acryloylchlor ide or an 
isocyanate group containing (meth) acrylate with polymerization product of 
NH2 terminated polyalkylene glycol and di/polyisocyanates optionally in 
the presence of triamine; or reacting an isocyanate-capped polyurethane 
with ethylenically unsaturated monohydroxy compound. The isocyanate-capped 
polyurethane is copolymerization product of at least one polyalkylene 
glycol, a compound containing at least two hydroxyl groups and at least 
one compound with at least two isocyanate groups. 
R = 1-12C alkylene; 

Rl = hydrogen or 1-7C lower alkyl; 

R2 = olefinically unsaturated, electron-withdrawing, crosslinkable radical 
having up to 25 carbon atoms (preferably CONH- (R5NHCOO) q-R6-OCOR4 or 
(CONH-(R5NHCOO)q-R6-0)pCOR4) ; 
R3 = hydrogen, 1-6C alkyl group or alkyl; 

R7 = amino or quaternary amino group of the formula N+(R')3X-; 
R' = hydrogen or 1-4C alkyl; 

X = HS04-, F-, C1-, Br-, I-, CH3COO-, OH, BF- or H2P04; 

R8 = the radical of a mono/di/tribasic, saturated or unsaturated organic 
acid or sulfonic acid; 
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Ra and Rb = H, 1-8C alkyl, aryl or cyclohexyl; 
Rc = H or 1-8C alkyl; 
Rd = 0 or -NH; 

R14 and R18 = olefinically unsaturated, crosslinkable radicals; 
R15 and R16 = 1-12C alkylene; 

R17 = 6-12C arylene, 6-12C saturated bivalent cycloaliphatic group, 7-14C 
arylenealkylene, 7-14C alkylenearylene or 13-16C arylenealkylenearyf ene ; 
p and q = 0 or 1 ; 

R5 and R6 = 2-8C lower alkylene or R17; and 

R4 = 2-24C olefinically unsaturated crosslinkable radical 

Preferred Method: Making (SI) containing a reflection hologram involving 
spraying at least one (Ml) onto the first surface of an article and 
irradiating (Ml) with at least two beams of coherent light. The spraying 
process selected from an air-assisted atomization and dispensing process, 
an ultrasonic-assisted atomization and dispensing process, a piezoelectric 
assisted atomization and dispensing process, an electro-mechanical jet 
printing process, a piezo-electric jet printing process, a plaza-electric 
with hydrostatic jet printing process, and a thermal jet printing process. 
Producing and recording occurs by irradiating (Ml) with at least two beams 
of coherent light, where one of the two beams is directed to (Ml) through 
the first molding surface and the other beam is directed to (Ml) through 
at least a portion of the second molding surface. The two beams of 
coherent light form the pattern while polymerizing/crosslinking (Ml) to 
form the biocompatible sensor. The pattern is recorded in (SI) to form 
the reflection hologram. (PI) additionally involves partially crosslinking 
and/or polymerizing (Ml) by actinic irradiation, before the step of 
producing and recording. The partially crosslinking and/or polymerizing is 
performed by exposing (Ml) to a UV light with an energy level sufficient 
high to initiate crosslinking and/or polymerizing but low enough not to 
completely cross-link and/or polymerize (Ml); or by exposing (Ml) to a UV 
light for a period of time short enough not to completely cross-link 
and/or polymerize (Ml) . The method also involves introducing a second (Ml) 
into the cavity formed by the mold; and polymerizing/crosslinking in the 
cavity to form the biosensor. The coating has the reflection hologram is 
transferred from one of the molding surfaces into the biosensor and become 
an integral part of the biosensor during polymerizing/crosslinking of the 
second (Ml) in the cavity 
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BASIC ABSTRACT: 

US 20030089899 Al UPAB: 20090509 
NOVELTY - A nanoscale article comprising a free-standing and bulk-doped 
semiconductor having at least one portion with smallest or maximum width of 
less than 500 nm, is new. The semiconductor is doped during growth. 

DETAILED DESCRIPTION - INDEPENDENT CLAIMS are also included for: 

(1) a method of detecting analyte by contacting a nanoscopic wire with 
a sample suspected of containing analyte, e.g. DNA, and determining a change 
in a property of nanoscopic wire; 

(2) a s«-nsor comprising at least one nanoscale wire, and a detector for 
measuring a change in a property of nanoscale wire; 

(3) a method of generating light by applying energy to 
semiconductor ( s ) , causing the semiconductor to emit light; 

(4) a method of assembling elongated structures on a surface by: 

(i) conditioning the surface with at least one functionality that 
attracts the elongated structures to particular positions on the surface, and 
aligning the elongated structures; 

(ii) depositing elongated structures on the surface, and electrically 
charging the surface to produce electrostatic forces between at least two of 
the elongated structures; 
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(iii) dispersing the elongated structures on surface of a liquid-phase 
to form Langmuir-Blodgett film, compressing the film, and transferring the 
compressed film on a surface; or 

(iv) dispersing the elongated structures in a flexible matrix, 
stretching the flexible matrix in a direction to produce a shear force on the 
elongated structures to align the elongated structure in the direction, 
removing the flexible matrix, and transferring the aligned elongated 
structures to a surface; 

(5) a system for growing doped semiconductor comprising a mechanism for 
providing molecules of semiconductor substrate and molecules of dopant, and a 
mechanism for doping molecules of semiconductor with the molecules of dopant 
during growth of semiconductor; 

(6) a system for assembling elongated structures; and 

(7) an analyte-gated field effect transistor useful as chemical and/or 
biological sensor, comprising a substrate of first insulating material, source 
and drain electrodes disposed on the substrate, a semiconductor nanowire 
disposed between the source and drain electrodes, and an analyte-specif ic 
binding agent disposed on surface of nanowire. 

USE - The article is useful as sensing element for a microneedle probe 
implantable into a living subject. It is designed for use in semiconductor 
device; computational device; or electrical component such as Schottky diode, 
photodiode, light-emission source, single photon emitter, photoluminescent 
device, electroluminescent device, field effect transistor, bipolar junction 
transistor, single-electron transistor, rectifier, inverter, complimentary 
inverter, photodetector , p-n solar cell, single photon detector, tunnel diode, 
light-sensing device, gate, AND gate, NAND gate, OR gate, XOR gate, NOR gate, 
latch, flip-flop, register, switch, clock circuit, static memory device, 
dynamic memory device, programmable circuit, amplifier, analog circuit, active 
transistor, mixed signal device, signal processing circuit, or light-emitting 
diode. The article may be one of the nanoscopic wire sensors in a sensor array 
formed on surface of glass, polymer, or silicon dioxide-coated silicon 
substrate. The article may form sensing elements for an integrated dip-probe 
>r, a plug-and-play sensor array (claimed) 

ADVANTAGE - The article is capable of simultaneously monitoring 
physiological characteristics. It is capable of determining oxygen 
concentration, carbon dioxide concentration and/or glucose levels in a 
subject . 

DESCRIPTION OF DRAWINGS - The figure is a schematic diagram showing 
nanoscale wire growth by vapor deposition in or on elongated template. 
MANUAL CODE: CPI : A12-E01; A12-V03C2; A12-W11L; B05-A01B; B05-A02; 

B05-A03A; B05-A03B; B05-B02A; B05-B02B; B05-B02C; 
B05-C03; B05-C04; B05-C08; B10-A07; B11-C04A; B11-C08E6; 
B12-K04A; D05-H09; D05-H10; D05-H12; D05-H18; L04-C02C; 
L04-E; L04-E01; L04-E01A; L04-E01D; L04-E03; L04-E05 
EPI: S03-E15; U11-C01J3; U11-C02A; U11-C02J7; U11-C18B9; 
U12-E01B2 

TI Nanoscale articles useful as sen'; Lrsg -laments for microneedle probes for 
implantation into living subjects, comprises free-standing and bulk-doped 
semiconductors 

IN CUI Y; DUAN X; GUDIKSEN M; GUDIKSEN M S ; HUANG Y; LAUHON L J; LIANG W; 

LIEBER C M; PARK H; SMITH D C; WANG D; WANG J; WEI Q; ZHONG Z 
DETD DETAILED DESCRIPTION - INDEPENDENT CLAIMS are also included for: 

(1) a method of detecting analyte by contacting a nanoscopic wire 

with a sample suspected of containing analyte, e.g. DNA, and determining a 
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change in a property of nanoscopic wire; 

(2) a ssnsor comprising at least one nanoscale wire, and a detector 
for measuring a change in a property of nanoscale wire; 

(3) a method of generating light by applying energy to 
semiconductor ( s ) , causing the semiconductor to emit light; 

(4) a method of assembling elongated structures on a surface by: 

(i) conditioning the surface with at least one functionality that 
attracts the elongated structures to particular positions on the surface, 
and aligning the elongated structures; 

(ii) depositing elongated structures on the surface, and electrically 
charging the surface to produce electrostatic forces between at least two 
of the elongated structures; 

(iii) dispersing the elongated structures on surface of a 
liquid-phase to form Langmuir-Blodgett film, compressing the film, and 
transferring the compressed film on a surface; or 

(iv) dispersing the elongated structures in a flexible matrix, 
stretching the flexible matrix in a direction to produce a shear force on 
the elongated structures to align the elongated structure in the 
direction, removing the flexible matrix, and transferring the aligned 
elongated structures to a surface; 

(5) a system for growing doped semiconductor comprising a mechanism 
for providing molecules of semiconductor substrate and molecules of 
dopant, and a mechanism for doping molecules of semiconductor with the 
molecules of dopant during growth of semiconductor; 

(6) a system for assembling elongated structures; and 

(7) an analyte-gated field effect transistor useful as chemical 
and/or biological sensor, comprising a substrate of first insulating 
material, source and drain electrodes disposed on the substrate, a 
semiconductor nanowire disposed between the source and drain electrodes, 
and an analyte-specif ic binding agent disposed on surface of nanowire. 

USE 

USE - The article is useful as sensing element for a microneedle probe 
implantable into a living subject. It is designed for use in semiconductor 
device; computational device; or electrical component such as Schottky 
diode, photodiode, light-emission source, single photon emitter, 
photoluminescent device, electroluminescent device, field effect 
transistor, bipolar junction transistor, single-electron transistor, 
rectifier, inverter, complimentary inverter, photodetector , p-n solar 
cell, single photon detector, tunnel diode, light-sensing device, gate, 
AND gate, NAND gate, OR gate, XOR gate, NOR gate, latch, flip-flop, 
register, switch, clock circuit, static memory device, dynamic memory 
device, programmable circuit, amplifier, analog circuit, active 
transistor, mixed signal device, signal processing circuit, or 
light-emitting diode. The article may be one of the nanoscopic wire 
sensors in i array formed on surface of glass, polymer, or 

silicon dioxide-coated silicon substrate. The article may form =; a s 
elements for an integrated dip-probe sensor, a plug-and-play sensor 
array (claimed) 

ADV ADVANTAGE - The article is capable of simultaneously monitoring 

physiological characteristics. It is capable of determining oxygen 
concentration, carbon dioxide concentration and/or glucose levels in a 
subject . 

TECH 

INSTRUMENTATION AND TESTING - Preferred Components: The article includes a 
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core comprising a first semiconductor and at least one shell comprising a 
semiconductor different from the first semiconductor. The shell surrounds 
a portion of the core. The core induces a change in the shell. The shell 
may be an atomic monolayer or an inductive shell. The shell is 
delta-doped, polarizable, ferromagnetic, mechanically inducible, 
oxidizable, reducible, or photoactivatable . The article has more than one 
light-producing region. The semiconductor is elongated and has a 
longitudinal section. The ratio of length of longitudinal section to a 
longest width is greater than 4:1 (preferably greater than 1000:1). The 
semiconductor is a single-walled, multi-walled or unmodified nanoscopic 
wire having a diameter of 0.5-200 nm and an aspect ratio of more than 2, 
or a nanotube. It comprises a single crystal. 

Preferred Dimensions: The shell has a thickness of less than 5 (preferably 
less than 1) nm. The smallest width is less than 200 (preferably less than 
5) nm. The semiconductor has an aspect ratio of at least 100:1. 
Preferred Method: Additional material (s) is applied to a surface of doped 
semiconductor. The doped semiconductor is grown by applying energy to a 
collection of molecules including molecules of semiconductor and molecules 
of dopant. Doping of semiconductor includes controlling an extent of 
doping by controlling the ratio of an amount of semiconductor molecules to 
an amount of dopant molecules, vaporizing the molecules using a laser to 
form vaporized molecules, condensing the vaporized molecules into liquid 
crystal, and growing the semiconductor from the liquid cluster. 
ORGANIC CHEMISTRY - Preferred Components: The shell comprises functional 
moiety which can be activated by light, amorphous oxide, and/or reaction 
entity such as nucleic acid, antibody, sugar, carbohydrate, protein, or 
catalyst. The functional moiety is hydroxy, formyl, carboxy, sulfo, cyano, 
amino, mercapto, thiocarboxy, oxycarbonyl and/or halide, methyl, 
hydrazide, aldehyde, aryl azide, fluorinated aryl azide, or benzophenone . 
POLYMERS - Preferred Components: The functional moiety may comprise a 
polymer chain having a chain length of less than the diameter of 
nanoscopic wire. The polymer is polyamide, polyester, polyimide, and/or 
polyacrylic. The functional moiety comprises a thin coating of metallic 
element, oxide, sulfide, nitride, selenide, polymer, or polymer gel 
covering the surface of nanoscopic wire. 

INORGANIC CHEMISTRY - Preferred Material: The semiconductor comprises 
elemental semiconductor, e.g. silicon, germanium, tin, selenium, 
tellurium, boron, diamond, or phosphorus; or solid solution of elemental 
semiconductor, e.g. boron carbide, boron hexaphosphide, boron 
silicide, silicon carbide, silicon germanium, silicon tin, or germanium 
tin. The semiconductor may comprise IV-IV semiconductor, e.g. silicon 
carbide; III-V semiconductor, e.g. boron nitride/boron 

phosphide /'bores;, arsenide, aluminum nitride/aluminum phosphide/aluminum 
arsenide/aluminum antimonide, gallium nitride/gallium phosphide/gallium 
arsenide/gallium antimonide, and/or indium nitride/indium phosphide/indium 
arsenide/indium antimonide; I I -VI semiconductor, e.g. zinc oxide/zinc 
sulfide/zinc selenide/ zinc telluride, cadmium sulf ide/cadmium 
selenide/cadmium telluride, mercury sulf ide/mercury selenide/mercury 
telluride, or beryllium sulf ide/beryllium selenide/beryllium 
telluride/magnesium sulf ide/magnesium selenide; IV-VI semiconductor, e.g. 
germanium sulfide, germanium selenide, germanium telluride, tin sulfide, 
tin selenide, tin telluride, lead oxide, lead sulfide, lead selenide, or 
lead telluride; I -VI I semiconductor, e.g. copper fluoride, copper 
chloride, copper bromide, copper iodide, silver fluoride, silver chloride, 
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silver bromide, or silver iodide; and beryllium silicon nitride (BeSiN2), 
calcium carbon nitride (CaCN2), zinc germanium phosphide (ZnGeP2), cadmium 
tin arsenide (CdSnAs2), zinc tin antimonide (ZnSnSb2), copper germanium 
phosphide (CuGeP3), copper silicon phosphide (CuSi2P3), (Cu, Ag)(Al, Ga, 
In, Tl, Fe) (S, Se, Te)2, silicon nitride (Si3N4), germanium nitride 
(Ge3N4), aluminum oxide, (Al, Ga, In)2(S, Se, Te)3, or aluminum carbon 
oxide (A12C0) . The semiconductor comprises p-type dopant, e.g. boron, 
aluminum, indium, magnesium, zinc, cadmium, mercury, carbon, or silicon; 
and/or n-type dopant, e.g. phosphorus, arsenide, antimony, silicon, 
germanium, tin, sulfur, selenium, or tellurium. 
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ABSTRACT: 

Disclosed are compds . A-L-C [A is (un) substituted cycloalkyl, aryl, heteroaryl, 
heterocyclyl ; L is present or absent, when present L is a linker; C is an 
(un) substituted cycloalkyl, aryl, heteroaryl, heterocyclyl, wherein at least 
one position in the compds. is substituted with B(0H)2, and at least one 
position in the compound is substituted with alkoxy, alkoxydialkylamino or 
hydroxy] , or a pharmaceutical^ acceptable, salt, prodrug, clathrate, tautomer 
or solvate thereof and methods related to boronic acid derivs. of resveratrol. 
Further disclosed are compds. I [Rl - R5 are independently, H, B(0H)2, mild 
Lewis acid, strong acid, weak acid, alkyl, alkenyl, alkynyl, halogen, alkoxy, 
NH2, alkylamino, dialkylamino, CN, N02, CHO, C02H, alkoxycarbonyl , 
alkoxydialkylamino, aminocarbonyl , alkylaminocarbonyl , dialkylaminocarbonyl , 
haloalkyl, haloalkoxy, haloalkylamino, di (haloalkyl ) amino or sugars; L, when 
present, is Cl-6-alkyl, C2-6-alkenyl , aryl, heteroaryl, cycloalkyl, 
heterocyclyl, P-Q-S; wherein P = Cl-6-alkyl, C2-6-alkenyl , aryl, heteroaryl, 
cycloalkyl, heterocyclyl; Q is NR11, 0, S, C(:0); Rll = H or Cl-3-alkyl; S is 
present or absent and when present is Cl-6-alkyl, C2-6-alkenyl , aryl, 
heteroaryl, cycloalkyl or heterocyclyl] and II [R6 - RIO are independently, H, 
B(0H)2, mild Lewis acid, strong acid, weak acid, alkyl, alkenyl, alkynyl, 
halogen, alkoxy, NH2, alkylamino, dialkylamino, CN, N02, CHO, C02H, 
alkoxycarbonyl, alkoxydialkylamino, aminocarbonyl, alkylaminocarbonyl, 
dialkylaminocarbonyl, haloalkyl, haloalkoxy, haloalkylamino, di (haloalkyl ) amino 
or sugars; R8 and R9 are optionally cyclized to form cycloalkyl, aryl, 
heteroaryl or heterocyclyl, optionally substituted with B(0H)2]. Thus, 
YK-5-104 (III) was prepared from 3 , 5-dimethoxybenzyl bromide via phosphinylation 
with PPh3 in THF; Wittig reaction with pinacolborane IV in THF containing 
BuLi/hexane; flash column chromatog. separation of cis/trans isomers; and 
O-demethylation/de-esterif ication with BBr3 in CH2C12. Certain of these 
derivs. have enhanced efficacy relative to resveratrol, function as 
irreversible modulators, and act at the Gl/S phase of the cell cycle. The 
biol. and pharmacol. activity of III was determined [GI50 = 36.6 uM WST-1 cell 
survival assay; GI50 = 31.10 JJ.M vs. breast cancer (MCF-7 cell line); GI50 = 
49.09 vs. breast cancer (multidrug resistant CL 10.3 cell line)]. 



resveratrol boronic acid deriv prepn cancer treatment 

irreversible modulator; cell cycle irreversible modulator 

resveratrol boronic acid deriv 

Multidrug resistance 

(CL 10.3 cell line; preparation of boronic acid derivs. of 
resveratrol for use in the treatment of cancer) 

Cell cycle regulatory proteins 

ROLE: BSU (Biological study, unclassified); BIOL (Biological 
study) 

(Gl, expression level, irreversible modulators; preparation 

boronic acid derivs. of resveratrol for use in the 

treatment of cancer) 
Interphase (cell cycle) 

(Gl/S boundary, irreversible modulators; preparation of 

boronic acid derivs. of resveratrol for use in the 

treatment of cancer) 
Animal cell line 

(MCF-7; preparation of boronic acid derivs. of resveratrol 

use in the treatment of cancer) 

Antiproliferative agents 

(irreversible; preparation of boronic acid derivs. of 
resveratrol for use in the treatment of cancer) 

Antitumor agents 

Apoptosis 

Human 

Mammary gland, neoplasm 
Neoplasm 

(preparation of boronic acid derivs. of resveratrol for use 

the treatment of cancer) 
Boronic acids 

ROLE: PAC (Pharmacological activity); RCT (Reactant); SPN 
(Synthetic preparation); THU (Therapeutic use); BIOL 
(Biological study); PREP (Preparation); RACT (Reactant or 
reagent); USES (Uses) 

(resveratrol derivs.; preparation of boronic acid derivs. of 
resveratrol for use in the treatment of cancer) 
Natural products 

(stilbenes, resveratrol boronic acid derivs.; preparation of 
boronic acid derivs. of resveratrol for use in the 
treatment of cancer) 
Estrogen receptors 

ROLE: BSU (Biological study, unclassified); BIOL (Biological 
study) 

(a, expression of, by cancer; preparation of boronic 
acid derivs. of resveratrol for use in the treatment of 
cancer) 
Estrogen receptors 

ROLE: BSU (Biological study, unclassified); BIOL (Biological 
study) 

((3, expression of, by cancer; preparation of boronic acid 



derivs. of resveratrol for use in the treatment of 
cancer) 

637-69-4P, 4-Methoxystyrene 

ROLE: RCT (Reactant); SPN (Synthetic preparation); PREP 

(Preparation); RACT (Reactant or reagent) 

(Suzuki coupling reaction of, with ( iodophenyl ) boronate 
derivative; preparation of boronic acid derivs. of 

use in the treatment of cancer) 
128376-64-7 

ROLE: RCT (Reactant); RACT (Reactant or reagent) 
(Wittig reaction of, with benzylphosphonate or 
benzylphosphonium bromide derivs.; preparation of boronic 

derivs. of resveratrol for use in the treatment of 
cancer) 

877-88-3, 3, 5-Dimethoxybenzyl bromide 

ROLE: RCT (Reactant); RACT (Reactant or reagent) 

(phosphinylation or phosphitylation of; preparation of 

acid derivs. of resveratrol for use in the treatment of 
cancer) 
344324-66-9 

ROLE: RCT (Reactant); RACT (Reactant or reagent) 

(phosphitylation of; preparation of boronic acid derivs. of 
resveratrol for use in the treatment of cancer) 

2 4131-3 0-4P, (3, 5-Dimethoxybenzyl) triphenylphosphonium 

bromide 

ROLE: RCT (Reactant); SPN (Synthetic preparation); PREP 
(Preparation); RACT (Reactant or reagent) 
(prepared and Wittig reaction of, with 

(formylphenyl) boronic acid pinacol ester; preparation of 
boronic acid derivs. of resveratrol for use in the 
treatment of cancer) 
108957-75-1P, Diethyl ( 3 , 5-dimethoxybenzyl ) phosphonate 
ROLE: RCT (Reactant); SPN (Synthetic preparation); PREP 
(Preparation); RACT (Reactant or reagent) 

(preparation and Horner-Wadsworth-Emmons reaction of, with 
( formylphenyl ) boronate; preparation of boronic acid derivs. 

resveratrol for use in the treatment of cancer) 
868629-88-3P 

ROLE: RCT (Reactant); SPN (Synthetic preparation); PREP 
(Preparation); RACT (Reactant or reagent) 

(preparation and O-demethylation/deesterif ication of; 

of boronic acid derivs. of resveratrol for use in the 
treatment of cancer) 
1073338-99-4P 

ROLE: RCT (Reactant); SPN (Synthetic preparation); PREP 

(Preparation); RACT (Reactant or reagent) 

(preparation and Suzuki coupling reaction of, with 
vinylanisole; preparation of boronic acid derivs. of 
resveratrol for use in the treatment of cancer) 
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INDEX TERM: 1 2 6 6 6 8 2-75-OP 

ROLE: RCT (Reactant); SPN (Synthetic preparation); PREP 
(Preparation) ; RACT (Reactant or reagent) 

(preparation and deesterif ication of; preparation of boronic 

acid 

derivs. of resveratrol for use in the treatment of 
cancer) 

INDEX TERM: 1 2 6 6 6 8 2-7 7-2P 

ROLE: RCT (Reactant); SPN (Synthetic preparation); PREP 
(Preparation); RACT (Reactant or reagent) 
(preparation and deesterif ication or 

O-demethylation/deesterif ication of; preparation of boronic 
acid derivs. of resveratrol for use in the treatment of 
cancer) 

INDEX TERM: 1 2 6 6 6 8 2-73-8P 1266682-74-9P 1266682-76-1P 

1266682-78-3P 1266682-79-4P 1266682-80-7P 
1266682-81-8P 1266682-82-9P 1266682-83-0P 
1266682-84-1P 1266682-85 -2P 

1266682-86-3P 1266682-87-4P 1266682-88-5P 
1266682-89-6P 1266682-90-9P 1266682-91-0P 
1266682-92-1P 

ROLE: PAC (Pharmacological activity); SPN (Synthetic 
preparation) ; THU (Therapeutic use) ; BIOL (Biological 
study); PREP (Preparation); USES (Uses) 

(preparation of boronic acid derivs. of resveratrol for use 

in 

the treatment of cancer) 
INDEX TERM: 501-36-0, Resveratrol 33069-62-4, Paclitaxel 

ROLE: PAC (Pharmacological activity); THU (Therapeutic use); 
BIOL (Biological study); USES (Uses) 

(preparation of boronic acid derivs. of resveratrol for use 

in 

the treatment of cancer) 
REFERENCE COUNT: 4 THERE ARE 4 CITED REFERENCES AVAILABLE FOR THIS 

RECORD. 

REFERENCE (S) : (1) Das, B; TETRAHEDRON LETTERS 2009, P3031 ZCAPLUS 

(2) Dicesare, N; JOURNAL OF PHYSICS CHEMISTRY A 2001, P6834 

ZCAPLUS 

(3) Japan Science & Tech Agency; JP 2005306865 A 2005 

ZCAPLUS 

(4) yenugonda, V; ACS: "Abstract of Papers, 238th ACS 

National Meeting" 2009 
IT 1266682-84 -IP 1266682-85-2P 126SS82--86-3P 

RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 
(Therapeutic use); BIOL (Biological study); PREP (Preparation); USES 
(Uses) 

(preparation of boronic acid derivs. of resveratrol for use in the 
treatment 

of cancer) 
RN 1266682-84-1 ZCAPLUS 

CN Boronic acid, B- [ 3- [ ( 2E ) -3- ( 3 , 5-dimethoxyphenyl ) -l-oxo-2-propen-l- 
yl] phenyl]- (CA INDEX NAME) 

Double bond geometry as shown. 

46 
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RN 1266682-85-2 ZCAPLUS 

CN Boronic acid, B- [3- [ (2E) -l-oxo-3- (3,4, 5-tr imethoxyphenyl ) -2-propen-l- 
yl] phenyl]- (CA INDEX NAME ) 

Double bond geometry as shown. 




RN 1266682-86-3 ZCAPLUS 

CN Boronic acid, B- [ 4- [ ( 2E ) -3- ( 3 , 5-dimethoxyphenyl ) -l-oxo-2-propen-l- 
yl] phenyl]- (CA INDEX NAME) 

Double bond geometry as shown. 
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CORPORATE SOURCE: 



PUBLISHER: 
DOCUMENT TYPE: 
LANGUAGE : 
CLASSIFICATION: 



Department of Oncology, Drug Discovery Program, 
Georgetown University Medical Center, Washington, DC, 
20057, USA 

Bioorganic & Medicinal Chemistry (2010), 18(2), 
971-977 

CODEN: BMECEP; ISSN: 0968-0896 

Elsevier B.V. 

Journal 

English 

1-3 (Pharmacology) 
Section cross-reference ( s ) : 25 
CASREACT 152:350293 



OTHER SOURCE (S) : 
ABSTRACT: 

Chalcones represent a class of natural products that inhibits tubulin assembly. 
In this study we designed and synthesized boronic acid analogs of chalcones in 
an effort to compare biol. activities with combretastatin A-4, a potent 
inhibitor of tubulin po lyxaerizatioti Systematic evaluation of the positional 
effects 

of the carbonyl moiety towards inhibition of tubulin pc lyaRsr 1 > , icer cell 
proliferation and angiogenesis revealed that placement of the carbonyl adjacent 
to the trimethoxybenzene A-ring resulted in more active compds . than when the 
carbonyl group was placed adjacent to the C-ring. Our study identified a 
boronic acid chalcone with inhibition towards 16 human cancer cell lines in the 
10-200 nM range, and another three cell lines with GI50-values below 10 nM. 
Furthermore, this drug has significant anti-angiogenesis effects demonstrated 
by HUVEC tube formation and aortic ring assay. 



SUPPL. TERM: 
INDEX TERM: 



INDEX TERM: 



INDEX TERM: 



boronic acid chalcone analog combretastatin prepn antitumor 
angiogenesis structure 
Antiangiogenic agents 
Antitumor agents 

Central nervous system, neoplasm 

Colon neoplasm 

Human 

Kidney, neoplasm 
Mammary gland, neoplasm 
Melanoma 

Non-small-cell lung carcinoma 
Ovary, neoplasm 
Prostate gland, neoplasm 
Structure-activity relationship 

(boronic acid chalcone analogs of combretastatin A-4 

preparation as potential antitumor agents) 
Tubulins 

ROLE: BSU (Biological study, unclassified); BIOL (Biological 
study) 

(boronic acid chalcone analogs of combretastatin A-4 

preparation as potential antitumor agents) 
181644-49-5P 1215281-19-8P 12 2dl I 21 
1215281-22-3P 

ROLE: DMA (Drug mechanism of action); PAC (Pharmacological 
activity); SPN ( Synthetic preparation ) ; THU (Therapeutic 
use); BIOL (Biological study); PREP (Preparation); USES 
(Uses) 
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(boronic acid chalcone analogs of combretastatin A-4 
preparation as potential antitumor agents) 
INDEX TERM: 117048-59-6, Combretastatin A-4 

ROLE: DMA (Drug mechanism of action); PAC (Pharmacological 
activity) ; THU (Therapeutic use) ; BIOL (Biological study) ; 
USES (Uses) 

(boronic acid chalcone analogs of combretastatin A-4 
preparation as potential antitumor agents) 
INDEX TERM: 86-81-7 578-57-4 621-59-0 1131-62-0 1136-86-3 

127972-02-5 

ROLE: RCT (Reactant); RACT (Reactant or reagent) 

(boronic acid chalcone analogs of combretastatin A-4 
preparation as potential antitumor agents) 
INDEX TERM: 6100-74-9P 35310-75-9P 81224-34-2P 1215281-20-1P 

ROLE: RCT (Reactant); SPN (Synthetic preparation); PREP 
(Preparation); RACT (Reactant or reagent) 

(boronic acid chalcone analogs of combretastatin A-4 
preparation as potential antitumor agents) 
INDEX TERM: 866824-84-2 

ROLE: THU (Therapeutic use); BIOL (Biological study); USES 
(Uses) 

(boronic acid chalcone analogs of combretastatin A-4 
preparation as potential antitumor agents) 
OS. CITING REF COUNT: 6 THERE ARE 6 CAPLUS RECORDS THAT CITE THIS RECORD (6 
CITINGS) 

DATE LAST CITED: Date last citing reference entered STN: 12 Sep 2011 

OS. CITING. REFS: CAPLUS 2011:993054; 2011:979897; 2011:567539; 2011:443531; 

2010:1085552; 2010:1058412 
REFERENCE COUNT: 21 THERE ARE 21 CITED REFERENCES AVAILABLE FOR THIS 
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(2) Autom, R; Cancer Lett 1995, V97, P33 

(3) Brossi, A; J Org Chem 1967, V32, P1269 ZCAPLUS 
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(13) Lin, C; Biochemistry 1989, V28, P6984 ZCAPLUS 
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(15) Nielsen, S; Bioorg Med Chem 2004, V12, P3047 ZCAPLUS 
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(19) Verdier-Pinard, P; Mol Pharmacol 1998, V53, P62 ZCAPLUS 
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IT a215281-2A-2P 

RL: DMA (Drug mechanism of action); PAC (Pharmacological activity); SPN 
(Synthetic preparation) ; THU (Therapeutic use) ; BIOL (Biological study) ; 
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PREP (Preparation); USES (Uses) 

(boronic acid chalcone analogs of combretastatin A-4 preparation as 
potential antitumor agents) 
RN 1215281-21-2 ZCAPLUS 

CN Boronic acid, B- [ 2-methoxy-5- [ (2E) -l-oxo-3- (3,4, 5-trimethoxyphenyl ) -2- 
propen-l-yl ] phenyl ] - (CA INDEX NAME) 

Double bond geometry as shown. 
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Patent 
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CH, 


CY, 


CZ, 


DE, 


DK, 


EE, 


ES, 


FI, 


FR, 


GB, 


GR, 


HR, HU, 
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IE, IS, IT, LI, LT, LU, LV, MC, MK, MT, NL, NO, PL, PT, RO, SE, 
SI, SK, SM, TR, AL, BA, RS 

US 20110136929 Al 20110609 US 2011-2800 20110106 

PRIORITY APPLN. INFO.: US 2008-129646P P 20080709 

WO 2009-SG245 W 20090709 

PATENT CLASSIFICATION CODES: 
PATENT NO. CLASS PATENT FAMILY CLASSIFICATION CODES 



WO 2010005398 IPCI C08F0002-32 [I, A]; G01N0021-64 [I,A]; A61B0005-00 
[I, A]; G02C0007-04 [I, A] 
IPCR C08F0002-32 [I, A]; A61B0005-00 [I, A]; G01N0021-64 

[I, A]; G02C0007-04 [I, A] 
ECLA G01N0021-77; A6 1B0 0 0 5-1 45G ; A61B0005-1455; C08F0002-22 ; 
S01N0021 : 77B2G; S01N0021 : 77H6 ; S01N0021:78 
EP 2318443 IPCI C08F0002-32 [I, A]; G01N0021-64 [I, A]; A61B0005-00 

[I, A]; G02C0007-04 [I, A] 
IPCR C08F0002-32 [I, A]; A61B0005-00 [I, A]; G01N0021-64 

[I, A]; G02C0007-04 [I, A] 
ECLA G01N0021-77; A6 1B0 0 0 5-1 45G ; A61B0005-1455; C08F0002-22 ; 
S01N0021:77B2G; S01N0021 : 77H6 ; S01N0021:78 
US 20110136929 IPCI C08J0009-00 [I, A]; C08L0033-10 [I, A] 
NCL 521/105.000; 521/149.000 
ASSIGNMENT HISTORY FOR US PATENT AVAILABLE IN LSUS DISPLAY FORMAT 
OTHER SOURCE(S): MARPAT 152:169553 

ABSTRACT: 

This invention relates to a polymer matrix defining pores that is formed by 
polymerising po lysoer precursors in a precursor solution The precursor solution 
comprises a bicontinuous microemulsion of a first fluid in a first continuous 
phase and a second fluid in a second continuous phase. The first fluid 
comprises the polymer precursors. The second fluid comprises the glucose 
probe. Some internal pores are connected to surface pores in the matrix 
through openings sized to allow passage of glucose mols. but restrict passage 
of the glucose probe. As the glucose probe is dispersed in the precursor 
solution prior to polymerization, some glucose probe mols. are trapped in the 
internal pores after polymerization The formed polymer may be used in an 
- no device such as contact lens, for detecting the presence of 

glucose in an ocular fluid. 



SUPPL. TERM: contact lenses porous membrane; glucose probe; boronic 

acid; radical polymn 
INDEX TERM: Microemulsions 

(bicontinuous; trapping glucose probe in pores 

of polymer) 
INDEX TERM: Apparatus 

(ophthalmic; trapping glucose probe 

in pores of polymer) 
INDEX TERM: Porous materials 

(polymer; trapping g.l ocose probe in 

pores of polymer) 
INDEX TERM: Membranes, nonbiological 

(polymeric; trapping glucose probe in 

pores of polymer) 
INDEX TERM: ' , lysters .. :v. 

(radical; trapping glucose probe in pores of 
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INDEX TERM: 



INDEX TERM: 



INDEX TERM: 



Contact lenses 

(trapping glucose probe in pores of 
polymer) 

97-90-5, Ethyleneglycol dimethacrylate 

ROLE: RCT (Reactant); RACT (Reactant or reagent) 

(crosslinker ; trapping glucose probe in pores 

of polymer) 

24650-42-8, 2 , 2-Dimethoxy-2-phenyl acetophenone 
ROLE: CAT (Catalyst use); USES (Uses) 

(initiator; trapping glucose probe in pores of 



INDEX TERM: 



INDEX TERM: 



INDEX TERM: 



REFERENCE COUNT: 



REFERENCE (S) : 



197648-90-1 

ROLE: RCT (Reactant); RACT (Reactant or reagent) 

(macromonomer ; trapping glucose probe in pores 

of polymer) 
80-62-6, Methyl methacrylate 868-77-9 
ROLE: RCT (Reactant); RACT (Reactant or reagent) 

(trapping glucose probe in pores of 

polymer) 

94-41-7, 1, 3-Diphenylprop-2-en-l-one 614-57-3, 

1, 5-Diphenylpenta-2, 4-dien-l-one 13780-71-7D, Boronic 

acid, unsubstituted or alkyl, aryl or combination 

substituted boronic acid 58367-01-4, 

Glucose 406719-32-4, Chalc-1 

ROLE: TEM (Technical or engineered material use); USES 
(Uses) 

(trapping glucose probe in pores of 



poi; 



r) 



5 THERE ARE 5 CITED REFERENCES AVAILABLE FOR THIS 

RECORD. 

(1) Agency For Science Technology And Research; WO 

2006014138 Al 2006 ZCAPLUS 

(2) Chapoy; US 20070030443 Al 2007 

(3) Geddes; US 20070020182 Al 2007 ZCAPLUS 

(4) March; US 20030045783 Al 2003 

(5) Suri; US 20080027245 Al 2008 ZCAPLUS 
58367-01-4, Glucose 406713-92-4, Chalc-1 

RL: TEM (Technical or engineered material use); USES (Uses) 

(trapping glucose probe in pores of polymer) 
58367-01-4 ZCAPLUS 
Glucose (CA INDEX NAME) 



Relative stereochemistry. 



RN 406719-92-4 ZCAPLUS 
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CN Boronic acid, B- [4- [3- [4- (dimethylamino) phenyl ] -l-oxo-2-propen-l- 
yl] phenyl]- (CA INDEX NAME) 



XX | L»= c »JOr"' ,; 
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Pharmacophore Modeling for Qualitative Prediction of 
Antiestrogenic Activity 

Brogi, Simone; Kladi, Maria; Vagias, Constantinos ; 
Papazafiri, Panagiota; Roussis, Vassilios; Tafi, 
Andrea 

Dipartimento Farmaco Chimico Tecnologico, Universita 
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SOURCE: Journal of Chemical Information and Modeling (2009), 

49(11), 2489-2497 
CODEN: JCISD8; ISSN: 1549-9596 
PUBLISHER: American Chemical Society 

DOCUMENT TYPE: Journal 
LANGUAGE: English 
CLASSIFICATION: 1-3 (Pharmacology) 

ABSTRACT: 

A ligand-based pharmacophore approach for the prediction of antiestrogenic 
activity to be used as an in silico screening tool for bioactive compds . 
including natural products was developed using Catalyst HypoGen . The generated 
pharmacophore hypothesis (HYPO-7) consisted of five features, namely, one 
hydrophobic (HY1), two hydrophobic aromatic (HY2), one hydrogen-bond acceptor 
(HBA) , and one hydrogen-bond donor (HBD) . HYPO-7 successfully predicted the 
lack of cytotoxicity of a number of new metabolites isolated from the red alga 
Laurencia glandulif era . Furthermore, a screening of the Asinex Gold Collection 
database was performed by coupling HYPO-7 with a docking filtration, which 
resulted in a restricted set of 12 new scaffolds to be investigated as 
potential SERMs . The inhibitory activity of these compds. was evaluated in 
vitro using MCF7 human breast adenocarcinoma cell line. Ten out of the twelve 
compds. exhibited inhibitory activity with IC50 values between 26 and 188 
(J.M. This result shows that application of HYPO-7 could assist in the 
selection of potentially active compds., thus expediting the hit discovery 
process . 



SUPPL. TERM: 
INDEX TERM: 



INDEX TERM: 



pharmacophore modeling antiestrogen drug screening discovery 
Mammary gland, neoplasm 

(adenocarcinoma; pharmacophore modeling for qual . 

prediction of antiestrogenic activity) 
Estrogen receptors 
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INDEX TERM: 



INDEX TERM: 



INDEX TERM: 



INDEX TERM: 



INDEX TERM: 



INDEX TERM: 



ROLE: BSU (Biological study, unclassified); BIOL (Biological 
study) 

(binding to; pharmacophore modeling for qual . prediction 
of antiestrogenic activity) 
Human 

(cell line; pharmacophore modeling for qual. prediction 

of antiestrogenic activity) 
Protein motifs 

(ligand binding domain, of estrogen receptor; 

pharmacophore modeling for qual. prediction of 
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activity) 
RN 562823-90-9 ZCAPLUS 

CN Boronic acid, B- [ 4- [ ( 2E) -3- (3 , 4-dichlorophenyl ) -l-oxo-2-propen-l- 
yl] phenyl]- (CA INDEX NAME ) 

Double bond geometry as shown. 




RN 562823-91-0 ZCAPLUS 

CN Boronic acid, B- [ 4- [ ( 2E ) -3- ( 3-chloro-4-f luorophenyl ) -l-oxo-2-propen 
yl] phenyl]- (CA INDEX NAME) 

Double bond geometry as shown. 




RN 562823-92-1 ZCAPLUS 

CN Boronic acid, B- [ 4- [( 2E ) -3- ( 3 , 4-dif luorophenyl ) -l-oxo-2-propen-l- 
yl] phenyl]- (CA INDEX NAME) 

Double bond geometry as shown. 




RN 562823-93-2 ZCAPLUS 

CN Boronic acid, B- [ 4- [( 2E ) -3- ( 3-bromo-4-f luorophenyl ) -l-oxo-2-propen- 
yl] phenyl]- (CA INDEX NAME) 
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Double bond geometry as shown. 




RN 1197188-80-9 ZCAPLUS 

CN Boronic acid, B- [ 4- [ ( 2E ) -3- ( 3-bromo-4-iodophenyl ) -l-oxo-2-propen-l- 
yl] phenyl]- (CA INDEX NAME ) 

Double bond geometry as shown. 
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ABSTRACT: 

Chalcones are a group of plant-derived polyphenolic compds . belonging to the 
flavonoids family and possess a wide variety of cytoprotective and modulatory 
functions. The results showed that chalcones inhibit the proliferation of 
MCF-7 and MDA-MB-231 by inducing apoptosis and blocking cell cycle progression 
in the G2/M phase. Immunoblot assay showed that chalcones significantly 
decreased the expression of cyclin Bl, cyclin A and Cdc2 protein, as well as 
increased the expression of p21 and p27 in a p53-independent i 
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contributing to cell cycle arrest. In this research we tried to review the 
anticancer effect of chalcones derivs., and to evaluate new QSARs which will 
help in the understanding of the role of chalcones and of their analogs on 
cancer. Simultaneously a comparative study will be presented. Our QSAR 
results reveal that in almost all cases, the clog P parameter plays an 
important part in the QSAR relationships (linear or bilinear model) . In some 
cases the steric factors such as the CMR or the substituents MR (linear) are 
important. Electronic effects are comparatively unimportant. The study shows 
that log P as calculated from the Clog P program is suitable for this form of QSAR 
study . 
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RN 562823-84-1 ZCAPLUS 

CN Boronic acid, B- [ 4- [ ( 2E ) -3- ( 4-iodophenyl ) -l-oxo-2-propen-l-yl ] phenyl ] - 
(CA INDEX NAME) 

Double bond geometry as shown. 




RN 562823-90-9 ZCAPLUS 

CN Boronic acid, B- [ 4- [ ( 2E) -3- (3 , 4-dichlorophenyl ) -l-oxo-2-propen-l- 
yl] phenyl]- (CA INDEX NAME) 



Double bond geometry as shown. 
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RN 562823-91-0 ZCAPLUS 

CN Boronic acid, B- [ 4- [ ( 2E ) -3- ( 3-chloro- 4-f luorophenyl ) -l-oxo-2-propen 
yl] phenyl]- (CA INDEX NAME) 

Double bond geometry as shown. 




RN 562823-92-1 ZCAPLUS 

CN Boronic acid, B- [ 4- [( 2E ) -3- ( 3 , 4-dif luorophenyl ) -l-oxo-2-propen-l- 
yl] phenyl]- (CA INDEX NAME) 

Double bond geometry as shown. 




RN 562823-93-2 ZCAPLUS 

CN Boronic acid, B- [ 4- [( 2E ) -3- ( 3-bromo-4-f luorophenyl ) -l-oxo-2-propen- 
yl] phenyl]- (CA INDEX NAME) 

Double bond geometry as shown. 
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DOCUMENT TYPE: 
LANGUAGE : 
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ABSTRACT: 

Chalcones are considered the precursors of flavonoids and have been identified 
as interesting compds . with antitumor properties. Boronic-chalcone derivs. are 
more toxic to breast cancer cells compared to normal breast cells. Here, we 
studied the antitumor activities of trans-4-lodo, 4 ' -boranyl-chalcone (TLBC), 
which is a boronic-chalcone derivative, in several glioma cell lines. TLBC showed 
a dose-dependent inhibition with inhibitory concentration 50% value in the uM range 
(5.5-25.5 uM) in various glioma cell lines. Flow cytometric and western 
blot assay demonstrated that TLBC induced apoptosis independent of changes to 
the tumor suppressor p53. This cytotoxic effect was the caspase-dependent 
manner. Also, TLBC lowered levels of anti-apoptotic Bcl-2 and/or Bcl-XL 
protein in several of the cell lines. To examine the antitumor effect of TLBC 
in vivo, we used a malignant glioma xenograft model. This result showed that 
in the mice treated with TLBC at 20 mg/kg, mean tumor volume was reduced by 43.9% 
(P < 0.01) in comparison with the control group. Immunohistochem . and western 
blot anal, showed that Bcl-2 protein levels were decreased and Bax protein 
levels were slightly increased in the tumors injected with 20 mg/kg TLBC 
compared with the control tumors. Therefore, we conclude that TLBC may be a 
potential chemotherapeutic agent for human glioma. 
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ABSTRACT: 

We describe an NMR method that directly monitors the influence of ligands on 
protein-protein interactions. For a two-protein interaction complex, the size 
of one component should be small enough (less than .apprx.15 kDa) to provide a 
good quality 15N (13C) HSQC spectrum after 15N(13C) labeling. The size of the 
second unlabeled component should be large enough so that the mol. weight of the 
preformed complex is larger than .apprx. 40 kDa. When the smaller protein 
binds to a larger one, broadening of NMR resonances results in the 
disappearance of most of its cross-peaks in the HSQC spectrum. Addition of an 
antagonist that can dissociate the complex would restore the HSQC spectrum of the 
smaller component. The method directly shows whether an antagonist releases 
proteins in their wild-type folded states or whether it induces their 
denaturation, partial unfolding, or precipitation We illustrate the method by 
studying 
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RN 661459-48-9 ZCAPLUS 

CN Boronic acid, [ 4- [( 2E ) -3- [ 4- (dimethylamino) phenyl ] -l-oxo-2- 
propenyl ] phenyl ] - (9CI) (CA INDEX NAME) 

Double bond geometry as shown. 




RN 661459-49-0 ZCAPLUS 

CN Boronic acid, [ 4- [( 2E, 4E ) -5- [ 4- (dimethylamino ) phenyl ] -l-oxo-2 , 4- 
pentadienyl ] phenyl ] - (9CI) (CA INDEX NAME) 

Double bond geometry as shown. 
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ABSTRACT: 

The present invention relates to novel boronic chalcone derivs. 
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(un) substituted heteroaryl, etc.; W = H, etc.; X = Zn, etc.; n = 0 or any 
integer; Z = (un) substituted alkylene, etc.] which are useful as 

antitumor/anticancer agents. The activity of compds . of this invention against 
the growth of human breast cancer cell lines was demonstrated. 
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Mouth, neoplasm 

Neoplasm 

Ovary, neoplasm 

Pharynx, neoplasm 

Prostate gland, neoplasm 

Stomach, neoplasm 

Testis, neoplasm 

Uterus, neoplasm 



10/566406 



(preparation of boronic chalcone derivs. as anticancer 

agents ) 

INDEX TERM: Carcinoma 

(squamous cell; preparation of boronic chalcone derivs. as 
anticancer agents) 
INDEX TERM: 56282 3 8-3 ? 562823-85-2P 562823-86-3P 

562823-87-4P 562823-88-5P 5*";2S2.3~30~9P 
56282: ,V v ^ ^ 

562823-33-2P b62823-94-3P 562823-95-4P 
637347-03-6P 

ROLE: PAC (Pharmacological activity); SPN (Synthetic 
preparation); THU (Therapeutic use); BIOL (Biological 
study); PREP (Preparation); USES (Uses) 

(preparation of boronic chalcone derivs. as anticancer 

agents ) 

OS. CITING REF COUNT: 6 THERE ARE 6 CAPLUS RECORDS THAT CITE THIS RECORD (7 
CITINGS) 

DATE LAST CITED: Date last citing reference entered STN: 02 Jun 2010 

OS. CITING. REFS: CAPLUS 2010:642561; 2010:105774; 2006:977103; 2005:612309; 

2004:1127078; 2004:1089421 
REFERENCE COUNT: 3 THERE ARE 3 CITED REFERENCES AVAILABLE FOR THIS 

RECORD. 

REFERENCE (S) : (1) Anon; US 5814622 A ZCAPLUS 

(2) Anon; US 6083903 A ZCAPLUS 

(3) Anon; US 6297217 Bl ZCAPLUS 
IT 562823-84-1P 562823-90-Stf? 562823-91-0P 

o % ^ V 562823 93 2F 
RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 
(Therapeutic use); BIOL (Biological study); PREP (Preparation); USES 
(Uses) 

(preparation of boronic chalcone derivs. as anticancer agents) 
RN 562823-84-1 ZCAPLUS 

CN Boronic acid, B- [ 4- [ (2E)-3-( 4-iodophenyl ) -l-oxo-2-propen-l-yl ] phenyl ] - 
(CA INDEX NAME) 



Double bond geometry as shown. 




RN 562823-90-9 ZCAPLUS 
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c-chalcone derivs., e.g. 4- 
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against human breast cancer cell 
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RN 562823-84-1 ZCAPLUS 

CN Boronic acid, B- [ 4- [ ( 2E ) -3- ( 4-iodophenyl ) -l-oxo-2-propen-l-yl ] phenyl ] - 
(CA INDEX NAME) 



Double bond geometry as shown. 




RN 562823-90-9 ZCAPLUS 

CN Boronic acid, B- [ 4- [ ( 2E) -3- (3 , 4-dichlorophenyl ) -l-oxo-2-propen-l- 
yl] phenyl]- (CA INDEX NAME) 

Double bond geometry as shown. 
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RN 562823-91-0 ZCAPLUS 

CN Boronic acid, B- [ 4- [ ( 2E ) -3- ( 3-chloro- 4-f luorophenyl ) -l-oxo-2-propen 
yl] phenyl]- (CA INDEX NAME) 

Double bond geometry as shown. 




RN 562823-92-1 ZCAPLUS 

CN Boronic acid, B- [ 4- [( 2E ) -3- ( 3 , 4-dif luorophenyl ) -l-oxo-2-propen-l- 
yl] phenyl]- (CA INDEX NAME) 

Double bond geometry as shown. 




RN 562823-93-2 ZCAPLUS 

CN Boronic acid, B- [ 4- [( 2E ) -3- ( 3-bromo-4-f luorophenyl ) -l-oxo-2-propen- 
yl] phenyl]- (CA INDEX NAME) 

Double bond geometry as shown. 
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ABSTRACT: 

We report the spectroscopic characterization of six fluorescent probes for 
fluoride sensing and/or monitoring. All probes are based on the ability of 
the boronic acid group to interact with fluoride. The probes combine electron 
donor and withdrawing groups and involve the excited charge transfer mechanism. 
The change between the neutral form of the boronic acid group [R-B(0H)2], which 
is an electron withdrawing group, and the anionic trifluoro form [R-BF-3], 
which is an electron donating group, is at the origin of the different spectral 
changes observed for the investigated probes. Two probes are based on the 
stilbene structure where the boronic group in the 4 position is coupled with a 
cyano group, in one case, and the dimethylamino group in the other case, both 
at the 4' position. Another probe is based on the diphenyl-1 , 4-butadiene 
possessing the boronic acid group in the 4' position and a dimethylamino group 
in the 4' position. One probe is based on the diphenyloxazole structure having 
both the boronic acid and the dimethylamino groups in para positions. The two 
last probes reported are based on the benzalacetophenone (chalcone) structure, 
again coupling the boronic acid and dimethylamino groups. All probes show 
spectral shifts and/or intensity changes in the presence of fluoride resulting 
in most of the cases to a wavelength-ratiometric way for the detection and/or 
anal, of fluoride. Selectivity and stability consts. are also presented and 
discussed. (c) 2002 Academic Press. 
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ABSTRACT: 

How formation of an intramol. coordinate bond affects mol. structure was examined 
in the structural comparison of (E) -2 ' -diethylboryl-4 11 -dimethylaminochalcone 
(1) and 2 ' -ethylenedioxyboryl-4 ' ' -dimethylaminochalcone (2) with 

chloro { 2- [ ( 4 -dimethyl amino styryl ) car bony 1 ] phenyl } ( 4-methylphenyl ) bismuthane ( 3 ) 
and (E) -4 '' -dimethylaminochalcone (4). 1-4 Were prepared and characterized 
spectroscopically and X-ray crystallog. structures were determined for 1 and 4. 



SUPPL. TERM: crystal structure aminochalcone borylchalcone ; mol structure 

aminochalcone borylchalcone; aminochalcone ethylboryl 
ethylenedioxyboryl tolylbismuthino prepn; boron oxygen bond 
intramol coordinate borylchalcone; lewis acidity 
ethylenedioxyboryl ethylboryl comparison chalcone; 
solvatochromism borylchalcone chalcone comparison 
INDEX TERM: Bond 

(boron-oxygen, intramol., coordinate; of 
(ethylboryl) aminochalcone) 
INDEX TERM: Crystal structure 

Molecular structure 

(of (ethylboryl) aminochalcone and aminochalcone) 
INDEX TERM: Solvatochromism 

(of ethylboryl (aminochalcone) compared to aminochalcone) 
INDEX TERM: Lewis acidity 

(of ethylenedioxyboryl group compared to ethylboryl group 
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in substituted aminochalcones ) 
INDEX TERM: Linear free energy relationship 

(solvation energy; between solvent shifts and Kamlet-Taft 
parameter for UV/VIS spectra of ( ethylboryl ) aminochalcone 
and aminochalcone) 
INDEX TERM: 100-10-7, 4-Dimethylaminobenzaldehyde 

ROLE: RCT (Reactant); RACT (Reactant or reagent) 
(aldol condensation with acetophenone ) 
INDEX TERM: 98-86-2, Acetophenone, reactions 

ROLE: RCT (Reactant); RACT (Reactant or reagent) 
(aldol condensation with aminobenzaldehyde ) 
INDEX TERM: 7397-46-8, Methyl diethylbor inate 51752-29-5, 

Chlorodi (p-tolyl ) bismuthine 

ROLE: RCT (Reactant); RACT (Reactant or reagent) 
(condensation with phenyl (silyloxy) ethene) 
INDEX TERM: 13735-81-4 

ROLE: RCT (Reactant); RACT (Reactant or reagent) 
(condensation with tolyl ( chloro ) bismuthine ) 
INDEX TERM: 167771-87-1P 

ROLE: RCT (Reactant); SPN (Synthetic preparation); PREP 
(Preparation); RACT (Reactant or reagent) 

(preparation and condensation with aminobenzaldehyde) 
INDEX TERM: 243140-13-8P 

ROLE: RCT (Reactant); SPN (Synthetic preparation); PREP 
(Preparation); RACT (Reactant or reagent) 

(preparation and condensations with aminobenzaldehyde) 
INDEX TERM: 243140-09-2P 243140-16-1P 

ROLE: PRP (Properties); SPN (Synthetic preparation); PREP 
(Preparation) 

(preparation and crystal structure of) 
INDEX TERM: 22965-98-6P 

ROLE: PRP (Properties); SPN (Synthetic preparation); PREP 
(Preparation) 

(preparation and mol . structure of) 
INDEX TERM: 243140-15-0P 

ROLE: RCT (Reactant); SPN (Synthetic preparation); PREP 
(Preparation); RACT (Reactant or reagent) 

(preparation and substitution by chloride) 
INDEX TERM: 243140-14-9P 

ROLE: RCT (Reactant); SPN (Synthetic preparation); PREP 
(Preparation); RACT (Reactant or reagent) 

(preparation and transacetalization followed by condensation 
with aminobenzaldehyde) 
INDEX TERM: 243140--10-SP 243140-11-6P 243140-12-7P 

ROLE: SPN (Synthetic preparation); PREP (Preparation) 
(preparation of) 
INDEX TERM: 50777-64-5 

ROLE: RCT (Reactant); RACT (Reactant or reagent) 

(substitution with iso-Pr borate followed by hydrolysis) 
OS. CITING REF COUNT: 12 THERE ARE 12 CAPLUS RECORDS THAT CITE THIS RECORD (12 
CITINGS) 

DATE LAST CITED: Date last citing reference entered STN: 14 Aug 2009 

OS. CITING. REFS: CAPLUS 2009:677921; 2008:880631; 2008:116304; 2007:258510; 

2006:1295356; 2006:1171115; 2005:1255223; 2004:552272; 
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2004:470247; 2002:974642; 2002:575977; 2001:186546 
REFERENCE COUNT: 12 THERE ARE 12 CITED REFERENCES AVAILABLE FOR THIS 

RECORD. 

REFERENCE (S) : (1) Jiang, Y; J Photochem Photobiol A: Chem 1994, V81, P205 

ZCAPLUS 

(2) Kamlet, M; J Org Chem 1983, V48, P2877 ZCAPLUS 

(3) Lippert, E; Z Naturforsch A 1955, V10, P541 

(4) Mataga, N; Bull Chem Soc Jpn 1955, V28, P690 ZCAPLUS 

(5) Mataga, N; Bull Chem Soc Jpn 1956, V29, P465 ZCAPLUS 

(6) Murafuji, T; Organometallics 1995, V14, P3848 ZCAPLUS 

(7) Onsager, L; J Am Chem Soc 1936, V58, P1486 ZCAPLUS 

(8) Sugihara, Y; J Chem Soc Perkin Trans 1 1995, V22, P2813 

(9) Sugihara, Y; New J Chem 1998, V22, P1031 ZCAPLUS 

(10) Suzuki, H; J Chem Soc Perkin Trans 1 1993, P1169 

ZCAPLUS 

(11) van Walree, C; J Chem Soc Chem Commun 1995, P35 ZCAPLUS 

(12) Wang, P; J Photochem Photobiol A: Chem 1995, V86, P109 

ZCAPLUS 

IT . ^ " o - 

RL: SPN (Synthetic preparation); PREP (Preparation) 
(preparation of) 
RN 243140-10-5 ZCAPLUS 

CN 2-Propen-l-one, 3- [ 4- (dimethylamino) phenyl ]-l-[2-(l,3, 2-dioxaborolan-2- 
yl) phenyl]- (CA INDEX NAME) 
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=> d his full 

(FILE 'HOME' ENTERED AT 10:16:29 ON 18 OCT 2011) 

FILE 'REGISTRY' ENTERED AT 10:16:35 ON 18 OCT 2011 
L*** DEL STRUCTURE UPLOADED 

L* * * DEL 16 S LI 

FILE 'ZCAPLUS' ENTERED AT 10:18:46 ON 18 OCT 2011 
E US2006-566406/APPS 
E WO2004-EP8825/APPS 
LI 1 SEA SPE=ON ABB=ON PLU=ON W02 0 0 4-EP8 8 2 5 /APPS 

D SCA 
SEL RN 

FILE 'REGISTRY' ENTERED AT 10:20:00 ON 18 OCT 2011 
L2 3 SEA SPE=ON ABB=ON PLU=ON ( 406 719-9 1-3 /BI OR 406719-93-5/BI 

OR 50-99-7/BI) 
D SCA 

L3 STRUCTURE UPLOADED 

L4 0 SEA SSS SAM L3 

D L3 

L5 STRUCTURE UPLOADED 

L6 0 SEA SSS SAM L5 

L7 STRUCTURE UPLOADED 

L8 1 SEA SSS SAM L7 

D SCA 

L9 26 SEA SSS FUL L7 

SAVE TEMP L9 WIN4 0 6 STR7L/A 
D SCA 

L10 STRUCTURE UPLOADED 

Lll 0 SEA SUB=L9 SSS SAM L10 

L12 16 SEA SUB=L9 SSS FUL L10 

FILE 'ZCAPLUS' ENTERED AT 10:34:33 ON 18 OCT 2011 
L13 18 SEA SPE=ON ABB=ON PLU=ON L12 

FILE 'REGISTRY' ENTERED AT 10:35:04 ON 18 OCT 2011 
LI 4 2 SEA SPE=ON ABB=ON PLU=ON GLUCOSE/CN 

FILE 'ZCAPLUS' ENTERED AT 10:35:12 ON 18 OCT 2011 

L15 699325 SEA SPE=ON ABB=ON PLU=ON L14 OR 7GLUCOS? 

L16 325389 SEA SPE=ON ABB=ON PLU=ON 7SACCHARID? 

LI 7 49 0 SEA SPE=ON ABB=ON PLU=ON 70PTHALM? 

L18 32416 SEA SPE=ON ABB=ON PLU=ON 70PHTHALM? 

L19 166464 SEA SPE=ON ABB=ON PLU=ON EYE 

L20 717477 SEA SPE=ON ABB=ON PLU=ON 7FLUORESC? 

L21 1438953 SEA SPE=ON ABB=ON PLU=ON OPTIC? 

L22 444462 SEA SPE=ON ABB=ON PLU=ON SENSOR? 

L23 25592 SEA SPE=ON ABB=ON PLU=ON OCULAR? 

L24 7970 SEA SPE=ON ABB=ON PLU=ON CONTACT LEN? 

L25 2633827 SEA SPE=ON ABB=ON PLU=ON POLYMER? 
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L26 125187 SEA SPE=ON ABB=ON PLU=ON SENSING? 

L27 11 SEA SPE=ON ABB=ON PLU=ON L13 AND (L15 OR L16 OR L17 OR L18 

OR L19 OR L20 OR L21 OR L22 OR L23 OR L24 OR L25 OR L26) 
D SCA 

L2 8 7 SEA SPE=ON ABB=ON PLU=ON L13 NOT L2 7 

D SCA 

L2 9 411686 SEA SPE=ON ABB=ON PLU=ON SUGAR? 

L3 0 4 SEA SPE=ON ABB=ON PLU=ON L13 AND L2 9 

L31 4 SEA SPE=ON ABB=ON PLU=ON BLOOD? AND L13 

D SCA 

L32 12 0 SEA SPE=ON ABB=ON PLU=ON CHAPOY L?/AU,AUTH 

L33 32 SEA SPE=ON ABB=ON PLU=ON DOMSCHKE A?/AU,AUTH 

L34 19268 SEA SPE=ON ABB=ON PLU=ON SMITH D?/AU,AUTH 

L35 2 SEA SPE=ON ABB=ON PLU=ON L32 AND (L33 OR L34) 

L36 4 SEA SPE=ON ABB=ON PLU=ON L33 AND L34 

L3 7 5 SEA SPE=ON ABB=ON PLU=ON (L35 OR L36) 

L38 716 SEA SPE=ON ABB=ON PLU=ON (L32 OR L33 OR L34) AND (L15 OR 

L16 OR L29) 

L39 56 SEA SPE=ON ABB=ON PLU=ON L38 AND ( (L17 OR L18 OR L19 OR L20 

OR L21 OR L22 OR L23 OR L24) OR L26) 

L40 1 SEA SPE=ON ABB=ON PLU=ON L39 AND BORO? 

D SCA 

L41 4 SEA SPE=ON ABB=ON PLU=ON L39 AND ?BORO? 

D SCA 

FILE 'REGISTRY' ENTERED AT 10:58:20 ON 18 OCT 2011 

L42 ANALYZE PLU=ON L12 1-16 LC : 7 TERMS 

D 

FILE 'MEDLINE, EMBASE, BIOSIS, WPIX' ENTERED AT 11:00:04 ON 18 OCT 2011 

L43 2007 SEA SPE=ON ABB=ON PLU=ON (L32 OR L33 OR L34) AND (?GLUCOS? 

OR 7SACCHARID? OR SUGAR) 

L44 159 SEA SPE=ON ABB=ON PLU=ON L43 AND ((L17 OR L18 OR L19 OR L20 

OR L21 OR L22 OR L23 OR L24) OR L26) 

L45 11 SEA SPE=ON ABB=ON PLU=ON L43 AND ?BORO? 

L46 9 SEA SPE=ON ABB=ON PLU=ON L4 4 AND L45 

D SCA 

L47 7 SEA SPE=ON ABB=ON PLU=ON L37 

FILE 'ZCAPLUS' ENTERED AT 11:12:30 ON 18 OCT 2011 

FILE 'REGISTRY' ENTERED AT 11:12:56 ON 18 OCT 2011 

FILE 'ZCAPLUS' ENTERED AT 11:12:58 ON 18 OCT 2011 
D STAT QUE L3 7 
D STAT QUE L41 
L4 8 7 SEA SPE=ON ABB=ON PLU=ON L37 OR L41 

FILE 'MEDLINE, EMBASE, BIOSIS, WPIX' ENTERED AT 11:13:17 ON 18 OCT 2011 
D STAT QUE L45 
D STAT QUE L46 
D STAT QUE L47 

L49 14 SEA SPE=ON ABB=ON PLU=ON (L45 OR L46 OR L47) 
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FILE 'ZCAPLUS, MEDLINE, EMBASE, BIOSIS, WPIX' ENTERED AT 11:13:39 ON 18 
OCT 2011 

L50 12 DUP REM L48 L49 (9 DUPLICATES REMOVED) 

ANSWERS '1-7' FROM FILE ZCAPLUS 

ANSWERS '8-9' FROM FILE MEDLINE 

ANSWER '10' FROM FILE BIOSIS 

ANSWERS '11-12' FROM FILE WPIX 
D IALL L50 1-10 
D IALL HIT L50 11-12 

FILE 'REGISTRY' ENTERED AT 11:15:30 ON 18 OCT 2011 

FILE 'ZCAPLUS' ENTERED AT 11:15:34 ON 18 OCT 2011 
D STAT QUE L13 
D STAT QUE L2 7 
D STAT QUE L3 0 
D STAT QUE L31 

L51 18 SEA SPE=ON ABB=ON PLU=ON L13 OR L27 OR L30 OR L31 

D IALL HITSTR L51 1-18 



FILE HOME 
FILE REGISTRY 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 17 OCT 2011 HIGHEST RN 1337015-67-4 
DICTIONARY FILE UPDATES: 17 OCT 2011 HIGHEST RN 1337015-67-4 

CAS Information Use Policies apply and are available at: 

i . . . L e gal/inf opolicy .html 

TSCA INFORMATION NOW CURRENT THROUGH June 24, 2011. 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

REGISTRY includes numerically searchable data for experimental and 
predicted properties as well as tags indicating availability of 
experimental property data in the original document. For information 
on property searching in REGISTRY, refer to: 

h;: i:p : . . _ ■ upi - ' j _ -ii ': n : : • - l 1 . - . i < rn .. 

FILE ZCAPLUS 

Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
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databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS is 
strictly prohibited. 

FILE COVERS 1907 - 18 Oct 2011 VOL 155 ISS 17 

FILE LAST UPDATED: 17 Oct 2011 ( 20111017/ED) 

REVISED CLASS FIELDS (/NCL) LAST RELOADED: Aug 2011 

USPTO MANUAL OF CLASSIFICATIONS THESAURUS ISSUE DATE: Aug 2011 

ZCAplus now includes complete International Patent Classification (IPC) 
reclassification data for the second quarter of 2011. 

CAS Information Use Policies apply and are available at: 

http : //www . cac . org /legai/ir;£ opo i i c v Jrt. m 1 

This file contains CAS Registry Numbers for easy and accurate 
substance identification. 

FILE MEDLINE 

FILE LAST UPDATED: 15 Oct 2011 (20111015/UP) . FILE COVERS 1946 TO DATE. 

MEDLINE (R) is a registered trademark of the U.S. National Library of 
Medicine (NLM) . 

MEDLINE and LMEDLINE have been updated with the 2011 Medical Subject 
Headings (MeSH) vocabulary and tree numbers from the U.S. National Libra 
of Medicine (NLM). Additional information is available at: 

http : / /www . nlm . nih . 

The 2011 Medline reload was completed on January 22, 2011. 
See HELP RLOAD for details. 

This file contains CAS Registry Numbers for easy and accurate 
substance identification. 

See HELP RANGE before carrying out any RANGE search. 
FILE EMBASE 

FILE COVERAGE: EMBASE-or iginated material 1947 to 18 Oct 2011 (20111018/E 
Unique MEDLINE content 1948 to present 

EMBASE is now updated daily. SDI frequency remains weekly (default) 
and biweekly. 

This file contains CAS Registry Numbers for easy and accurate 
substance identification. 

For further assistance, please contact your local helpdesk. 
FILE BIOSIS 

FILE COVERS 1926 TO DATE. 

CAS REGISTRY NUMBERS AND CHEMICAL NAMES (CNs) PRESENT 
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FROM JANUARY 1926 TO DATE. 

RECORDS LAST ADDED: 12 October 2011 (20111012/ED) 

BIOSIS has been augmented with 1.8 million archival records from 1926 
through 1968. These records have been re-indexed to match current 
BIOSIS indexing. 

FILE WPIX 

FILE LAST UPDATED: 14 OCT 2011 <2 0 1 1 1 0 1 4 /UP> 

MOST RECENT UPDATE: 201166 <201166/DW> 

DERWENT WORLD PATENTS INDEX SUBSCRIBER FILE, COVERS 1963 TO DATE 

>>> Now containing more than 1.8 million chemical structures in DCR << 

»> IPC, European Classifications (ECLA and ICO), US National 
Classifications and Japanese Classifications (F-Terms and 
FI-Terms) have been updated with reclassifications to mid 
of June 2011. 

No update date (UP) has been created for the reclassified 
documents, but they can be identified by the reclassified 
specific update codes (see HELP CLA for details) <<< 

»> FOR THE LATEST DERWENT WORLD PATENTS INDEX (DWPI) 
STN USER DOCUMENTATION, PLEASE VISIT: 
h. ' : f i 1; - L is - • ' ~ i .. . : ■ J i 

»> HELP for European Patent Classifications see HELP ECLA, HELP ICO 

>>> New EPC/ICO thesauri now available - see HELP THEsaurus, HELP RCO 



